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Suvi Vartiainen *, Alex Yiannikouris, Juha Apajalahti and Colm A. Moran Figure S1 . Computer generated views of the aligned energy-minimized 9 states of ochratoxin A (OTA) docking into β-(1,3)-D-glucans chain alone (A) with A1 corresponding to OTA with no charge (corresponding to charge state at pH 3.0) and A2 with a partial charge equal to −1 (corresponding to charge state at pH 6.5); into β-(1,3)-D-glucans branched with β-(1,6)-D-glucans conformation 1 (B); and conformation 2 (C). In these views, only the OTA is represented to account for conformational changes of the ligand molecule. Table S1 . Energy values describing the affinity of interaction between ochratoxin A (OTA) and 3 different β-D-glucans conformations found in yeast cell wall extract. Root mean square deviation (RMSD) values measuring the average distance between atoms of a position relative to the best fitting position, are calculated using only movable heavy atoms. Two variants of RMSD metrics are provided, rmsd/lb (RMSD lower bound) and rmsd/ub (RMSD upper bound), differing in how the atoms are matched in the distance calculation: rmsd/ub matches each atom in one conformation with itself in the other conformation, ignoring any symmetry. rmsd' matches each atom in one conformation with the closest atom of the same element type in the other conformation rmsd/lb is defined as follows: rmsd/lb (c1, c2) = max (rmsd' (c1, c2), rmsd' (c2, c1)), with cn conformation n.
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